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1 1-17 1898.8788 -2.4 15.99 F15 33.84 2.52E+06 2.69E+05 4.31E+10 6.41E+09 4.64E+06 3.33E+05 4.43E+10 2.12E+09 

  1898.8788 -2.4 15.99 R12 33.84 2.52E+06 2.69E+05 4.31E+10 6.41E+09 4.64E+06 3.33E+05 4.43E+10 2.12E+09 

  1898.8788 -2.4 15.99 L14 33.84 2.52E+06 2.69E+05 4.31E+10 6.41E+09 4.64E+06 3.33E+05 4.43E+10 2.12E+09 

  1898.8788 8.8 15.99 L14 33.84 5.05E+06 5.38E+05 4.31E+10 6.41E+09 9.28E+06 6.66E+05 4.43E+10 2.12E+09 

  1898.8788 -2.4 15.99 P13 33.84 5.05E+06 5.38E+05 4.31E+10 6.41E+09 9.28E+06 6.66E+05 4.43E+10 2.12E+09 

  1898.8783 -2.6 15.99 F2 36.02 1.46E+07 1.35E+07 4.31E+10 6.41E+09 6.19E+07 4.57E+05 4.43E+10 2.12E+09 

  1898.8795 -2.0 15.99 F2 36.54 2.22E+07 5.40E+06 4.31E+10 6.41E+09 3.10E+07 4.92E+06 4.43E+10 2.12E+09 

  1882.8832 -2.8 0.00  37.80 3.10E+10 1.86E+09 4.31E+10 6.41E+09 2.93E+10 7.89E+08 4.43E+10 2.12E+09 

  1882.8854 -1.6 0.00  37.80 7.97E+09 5.29E+08 4.31E+10 6.41E+09 6.34E+09 2.11E+08 4.43E+10 2.12E+09 

  1825.8605 -3.5 0.00  39.42 3.29E+09 3.24E+09 4.31E+10 6.41E+09 7.32E+09 1.27E+09 4.43E+10 2.12E+09 

  1825.8634 -1.9 0.00  39.43 7.81E+08 7.81E+08 4.31E+10 6.41E+09 1.16E+09 2.49E+08 4.43E+10 2.12E+09 

  1873.8481 -1.9 47.98 C9 40.67 5.68E+07 4.20E+06 4.31E+10 6.41E+09 7.74E+07 4.03E+06 4.43E+10 2.12E+09 

2 27-36 1209.5854 -1.9 15.99 L29 32.52 3.36E+07 3.39E+06 2.75E+10 1.95E+09 3.79E+07 1.20E+06 2.24E+10 4.75E+08 

  1209.5837 -3.3 15.99 L29 33.73 1.83E+07 1.72E+06 2.75E+10 1.95E+09 1.92E+07 1.17E+06 2.24E+10 4.75E+08 

  1193.5887 -3.4 0.00  36.29 1.65E+09 1.94E+07 2.75E+10 1.95E+09 1.73E+09 6.13E+07 2.24E+10 4.75E+08 

  1193.5881 -3.9 0.00  37.48 2.34E+10 1.70E+09 2.75E+10 1.95E+09 1.90E+10 4.38E+08 2.24E+10 4.75E+08 

  1193.5912 -1.3 0.00  37.48 2.32E+09 2.85E+08 2.75E+10 1.95E+09 1.58E+09 6.24E+07 2.24E+10 4.75E+08 

  1175.5791 -2.6 0.00  37.93 6.80E+07 1.03E+07 2.75E+10 1.95E+09 5.71E+07 2.13E+06 2.24E+10 4.75E+08 

3 37-56 2312.0781 -1.5 47.98 

P49, Q51, 

R56 
45.22 

1.02E+07 8.62E+05 8.04E+09 8.75E+08 4.11E+07 1.01E+07 1.17E+10 1.05E+09 

  2312.0800 -0.8 47.98 

P49, Q51, 

R56 
45.65 

2.72E+07 1.07E+06 8.04E+09 8.75E+08 2.45E+07 6.26E+06 1.17E+10 1.05E+09 

  2302.0705 7.7 0.00  47.08 3.90E+08 1.99E+07 8.04E+09 8.75E+08 4.31E+08 8.58E+06 1.17E+10 1.05E+09 

Thrombin Antibody-bound Thrombin 



  2280.0925 0.3 15.99 L54 47.10 1.19E+08 2.17E+06 8.04E+09 8.75E+08 1.30E+08 5.87E+06 1.17E+10 1.05E+09 

  2280.0925 0.3 15.99 R56 47.10 1.66E+08 3.03E+06 8.04E+09 8.75E+08 1.82E+08 8.21E+06 1.17E+10 1.05E+09 

  2280.0925 0.3 15.99 V52 47.10 6.18E+08 1.13E+07 8.04E+09 8.75E+08 6.75E+08 3.05E+07 1.17E+10 1.05E+09 

  2296.0842 -1.1 31.99 W50 48.54 1.81E+06 4.78E+05 8.04E+09 8.75E+08 1.57E+06 2.23E+05 1.17E+10 1.05E+09 

  2296.0842 -1.1 31.99 W50, V52 48.54 1.81E+06 4.78E+05 8.04E+09 8.75E+08 1.57E+06 2.23E+05 1.17E+10 1.05E+09 

  2296.0842 -1.1 31.99 P49, Q51 48.54 2.72E+06 7.18E+05 8.04E+09 8.75E+08 2.35E+06 3.34E+05 1.17E+10 1.05E+09 

  2302.0710 7.9 0.00  48.82 3.68E+08 5.14E+07 8.04E+09 8.75E+08 4.46E+08 9.73E+06 1.17E+10 1.05E+09 

  2264.0969 0.0 0.00  50.82 5.57E+09 7.05E+08 8.04E+09 8.75E+08 8.55E+09 9.51E+08 1.17E+10 1.05E+09 

  2286.0755 -1.5 0.00  50.82 5.73E+08 7.60E+07 8.04E+09 8.75E+08 9.07E+08 7.72E+07 1.17E+10 1.05E+09 

  2302.0391 -5.9 37.96 E44 50.82 1.54E+08 1.97E+07 8.04E+09 8.75E+08 2.19E+08 1.16E+07 1.17E+10 1.05E+09 

  2220.1091 0.9 -43.99 D42 50.90 1.68E+07 2.60E+06 8.04E+09 8.75E+08 2.26E+07 2.73E+06 1.17E+10 1.05E+09 

  2220.1057 -0.6 -43.99 D42 50.99 3.74E+06 2.61E+06 8.04E+09 8.75E+08 9.04E+06 1.29E+06 1.17E+10 1.05E+09 

  2220.1076 0.2 -43.99 D42 51.50 2.74E+07 9.80E+06 8.04E+09 8.75E+08 3.68E+07 6.95E+06 1.17E+10 1.05E+09 

4 57-72 1772.9062 -1.6 0.00  37.56 1.52E+10 6.29E+08 1.91E+10 4.06E+09 9.31E+09 1.67E+08 1.65E+10 9.40E+08 

  1728.9156 -2.1 -43.98 D71 37.83 2.62E+08 5.08E+07 1.91E+10 4.06E+09 1.81E+08 1.02E+07 1.65E+10 9.40E+08 

  1715.8853 -1.3 0.00  39.01 9.60E+08 9.60E+08 1.91E+10 4.06E+09 2.30E+09 4.17E+08 1.65E+10 9.40E+08 

  1715.8800 -4.4 0.00  39.03 2.41E+09 2.41E+09 1.91E+10 4.06E+09 4.44E+09 4.89E+08 1.65E+10 9.40E+08 

  1737.8602 -5.4 0.00  39.05 4.42E+07 4.39E+07 1.91E+10 4.06E+09 4.36E+07 6.05E+06 1.65E+10 9.40E+08 

  1671.8915 -3.8 -43.99 D71 39.23 2.48E+07 2.48E+07 1.91E+10 4.06E+09 7.39E+07 1.04E+07 1.65E+10 9.40E+08 

  1747.8718 6.9 31.99 C64 39.96 5.19E+07 1.76E+07 1.91E+10 4.06E+09 5.14E+07 1.66E+07 1.65E+10 9.40E+08 

  1747.8743 8.4 31.99 C64 39.98 5.31E+07 1.30E+07 1.91E+10 4.06E+09 3.78E+07 1.15E+07 1.65E+10 9.40E+08 

  1763.8689 -1.9 47.98 C64 39.98 4.26E+07 7.74E+06 1.91E+10 4.06E+09 3.12E+07 2.38E+06 1.65E+10 9.40E+08 

5 58-72 1660.8061 -1.7 15.99 A66 39.78 6.12E+07 8.78E+05 1.08E+10 2.12E+09 3.50E+07 1.25E+06 1.24E+10 1.09E+09 

  1666.7898 -3.8 0.00  40.48 5.56E+08 1.53E+07 1.08E+10 2.12E+09 4.22E+08 1.39E+07 1.24E+10 1.09E+09 

  1644.8119 -1.3 0.00  40.48 6.92E+09 2.14E+07 1.08E+10 2.12E+09 5.46E+09 3.01E+08 1.24E+10 1.09E+09 

  1644.8097 -2.7 0.00  40.49 1.07E+09 8.22E+06 1.08E+10 2.12E+09 7.80E+08 2.95E+07 1.24E+10 1.09E+09 

  1600.8226 -1.1 -43.99 D71 40.69 8.13E+07 1.72E+07 1.08E+10 2.12E+09 1.23E+08 1.18E+07 1.24E+10 1.09E+09 

  1587.7898 -1.8 0.00  41.66 1.70E+09 1.70E+09 1.08E+10 2.12E+09 4.77E+09 7.18E+08 1.24E+10 1.09E+09 

  1587.7877 -3.1 0.00  41.69 2.66E+08 2.66E+08 1.08E+10 2.12E+09 5.33E+08 9.32E+07 1.24E+10 1.09E+09 

  1609.7684 -3.8 0.00  41.71 1.74E+08 1.71E+08 1.08E+10 2.12E+09 2.41E+08 4.24E+07 1.24E+10 1.09E+09 

  1543.7998 -2.0 -43.99 D71 41.86 1.08E+07 9.75E+06 1.08E+10 2.12E+09 7.30E+07 1.71E+07 1.24E+10 1.09E+09 



6 114-119 735.3835 -0.3 15.99 M116 18.59 8.20E+06 4.00E+06 1.96E+09 1.29E+09 2.05E+07 1.25E+05 5.24E+09 1.24E+08 

  735.3841 0.5 15.99 M116 20.70 1.28E+06 1.06E+05 1.96E+09 1.29E+09 2.00E+07 1.45E+06 5.24E+09 1.24E+08 

  719.3876 -1.5 0.00  27.16 1.95E+09 1.28E+09 1.96E+09 1.29E+09 5.20E+09 1.25E+08 5.24E+09 1.24E+08 

7 120-125 797.4545 -0.4 0.00  22.35 1.49E+08 7.51E+07 1.58E+08 7.76E+07 2.52E+08 6.91E+06 2.73E+08 6.39E+06 

  813.4498 0.1 15.99 R125 26.85 8.54E+06 2.47E+06 1.58E+08 7.76E+07 2.12E+07 7.60E+05 2.73E+08 6.39E+06 

8 126-134 1296.5834 -1.0 31.99 W128 25.19 1.42E+05 3.20E+03 6.61E+08 1.36E+07 3.16E+06 8.82E+03 5.33E+08 1.52E+08 

  1280.5892 -0.5 15.99 R134 25.62 1.08E+06 4.12E+05 6.61E+08 1.36E+07 2.92E+06 8.88E+04 5.33E+08 1.52E+08 

  1280.5892 -0.5 15.99 W128 25.62 3.59E+06 1.37E+06 6.61E+08 1.36E+07 9.74E+06 2.96E+05 5.33E+08 1.52E+08 

  1280.5892 -0.5 15.99 R129 25.62 3.59E+06 1.37E+06 6.61E+08 1.36E+07 9.74E+06 2.96E+05 5.33E+08 1.52E+08 

  1296.5834 -1.0 31.99 W128 27.51 6.24E+06 3.97E+05 6.61E+08 1.36E+07 1.47E+06 2.47E+05 5.33E+08 1.52E+08 

  1264.5922 -2.1 0.00  30.15 6.46E+08 1.00E+07 6.61E+08 1.36E+07 5.06E+08 1.52E+08 5.33E+08 1.52E+08 

9 126-140 1951.9535 -2.0 15.99 M139 35.89 1.82E+08 1.53E+07 4.20E+09 9.25E+08 6.22E+05 5.56E+05 9.85E+06 6.31E+06 

  1951.9503 -3.6 15.99 M139 35.89 1.43E+08 2.82E+05 4.20E+09 9.25E+08 7.25E+05 5.86E+05 9.85E+06 6.31E+06 

  1935.9535 -4.6 0.00  40.71 1.52E+09 5.07E+08 4.20E+09 9.25E+08 2.42E+06 1.16E+06 9.85E+06 6.31E+06 

  1935.9567 -3.0 0.00  40.73 2.35E+09 4.32E+08 4.20E+09 9.25E+08 6.08E+06 4.03E+06 9.85E+06 6.31E+06 

10 130-140 1332.6683 -1.8 15.99 K140 28.93 1.30E+07 3.97E+06 2.18E+10 5.98E+09 5.72E+06 1.39E+06 1.16E+10 3.14E+07 

  1332.6683 -1.8 15.99 M139 28.93 4.02E+08 1.23E+08 2.18E+10 5.98E+09 1.77E+08 4.31E+07 1.16E+10 3.14E+07 

  1332.6666 -3.1 15.99 M139 32.96 1.60E+07 3.43E+06 2.18E+10 5.98E+09 3.70E+06 2.40E+05 1.16E+10 3.14E+07 

  1316.6723 -2.7 0.00  33.40 2.10E+10 5.72E+09 2.18E+10 5.98E+09 1.13E+10 1.43E+07 1.16E+10 3.14E+07 

  1298.6576 -5.9 0.00  33.40 1.02E+08 2.16E+07 2.18E+10 5.98E+09 6.78E+07 2.04E+06 1.16E+10 3.14E+07 

  1272.6851 -0.7 -43.99 D133 33.77 9.36E+07 7.06E+06 2.18E+10 5.98E+09 1.01E+07 1.93E+06 1.16E+10 3.14E+07 

  1298.6602 -3.9 15.99 E130 37.75 1.67E+08 9.51E+07 2.18E+10 5.98E+09 3.68E+07 1.30E+06 1.16E+10 3.14E+07 

11 141-159 2270.1802 -3.5 15.99 R159 36.80 9.15E+06 2.12E+06 2.07E+09 1.17E+09 5.15E+07 6.89E+06 1.38E+10 1.96E+09 

  2210.1992 -1.9 -43.99 D158 36.87 9.87E+07 1.03E+07 2.07E+09 1.17E+09 1.02E+08 1.01E+07 1.38E+10 1.96E+09 

  2254.1887 -2.0 0.00  36.96 2.13E+08 1.37E+08 2.07E+09 1.17E+09 1.46E+09 3.08E+07 1.38E+10 1.96E+09 

  2254.1855 -3.4 0.00  36.96 1.54E+09 8.15E+08 2.07E+09 1.17E+09 9.89E+09 1.14E+09 1.38E+10 1.96E+09 

  2197.1656 -2.8 0.00  37.85 2.07E+08 2.06E+08 2.07E+09 1.17E+09 2.23E+09 7.72E+08 1.38E+10 1.96E+09 

  2229.1554 -2.8 31.99 P153, P157 38.31 2.80E+06 2.27E+06 2.07E+09 1.17E+09 4.73E+07 5.66E+06 1.38E+10 1.96E+09 

12 141-171 3502.8169 -3.2 15.99 P144 41.08 1.93E+08 1.31E+07 5.73E+10 1.44E+10 4.20E+07 3.67E+05 2.04E+10 3.89E+08 

  3502.8169 -3.2 15.99 L156 41.08 1.93E+08 1.31E+07 5.73E+10 1.44E+10 4.20E+07 3.67E+05 2.04E+10 3.89E+08 

  3502.8169 -3.2 15.99 Y170 41.08 1.93E+08 1.31E+07 5.73E+10 1.44E+10 4.20E+07 3.67E+05 2.04E+10 3.89E+08 



  3502.8169 -1.4 15.99 Y150 41.08 1.93E+08 1.31E+07 5.73E+10 1.44E+10 4.20E+07 3.67E+05 2.04E+10 3.89E+08 

  3486.8301 9.5 0.00  41.16 4.14E+10 9.30E+09 5.73E+10 1.44E+10 1.39E+10 1.94E+08 2.04E+10 3.89E+08 

  3486.8270 -1.4 0.00  41.17 1.20E+10 2.13E+09 5.73E+10 1.44E+10 3.24E+09 1.88E+08 2.04E+10 3.89E+08 

  3429.8032 -2.5 0.00  41.66 4.12E+08 4.06E+08 5.73E+10 1.44E+10 4.58E+08 1.49E+08 2.04E+10 3.89E+08 

  3429.8052 -1.9 0.00  41.67 2.43E+09 2.41E+09 5.73E+10 1.44E+10 2.47E+09 6.51E+08 2.04E+10 3.89E+08 

  3461.7946 -2.0 31.99 P153, P157 42.16 4.43E+07 1.79E+07 5.73E+10 1.44E+10 2.77E+07 7.13E+06 2.04E+10 3.89E+08 

  3461.7946 3.1 31.97 C155 42.16 1.33E+08 5.36E+07 5.73E+10 1.44E+10 8.31E+07 2.14E+07 2.04E+10 3.89E+08 

  3514.8232 8.9 27.96 L141, K142 43.13 4.85E+07 2.71E+07 5.73E+10 1.44E+10 1.12E+07 1.30E+06 2.04E+10 3.89E+08 

13 143-159 1969.0207 -1.9 -43.99 D158 38.51 3.01E+07 2.45E+06 7.22E+08 4.45E+08 6.93E+07 7.54E+06 7.84E+09 1.18E+09 

  2013.0065 -3.8 0.00  38.61 1.72E+08 1.03E+08 7.22E+08 4.45E+08 1.66E+09 5.88E+07 7.84E+09 1.18E+09 

  2013.0095 -2.3 0.00  38.62 4.88E+08 3.14E+08 7.22E+08 4.45E+08 4.89E+09 7.47E+08 7.84E+09 1.18E+09 

  1955.9868 -3.0 0.00  39.48 3.17E+07 3.08E+07 7.22E+08 4.45E+08 1.21E+09 4.81E+08 7.84E+09 1.18E+09 

14 143-171 3261.6407 -0.7 15.99 L156 42.08 4.17E+07 5.40E+06 1.09E+10 2.20E+09 1.89E+07 1.06E+06 9.09E+09 7.58E+08 

  3261.6407 -2.6 15.99 P157 42.08 4.17E+07 5.40E+06 1.09E+10 2.20E+09 1.89E+07 1.06E+06 9.09E+09 7.58E+08 

  3261.6407 -2.6 15.99 R159 42.08 4.17E+07 5.40E+06 1.09E+10 2.20E+09 1.89E+07 1.06E+06 9.09E+09 7.58E+08 

  3261.6407 -2.6 15.99 Y170 42.08 8.33E+07 1.08E+07 1.09E+10 2.20E+09 3.78E+07 2.11E+06 9.09E+09 7.58E+08 

  3245.6514 -0.4 0.00  42.17 6.19E+09 1.14E+09 1.09E+10 2.20E+09 4.94E+09 1.41E+08 9.09E+09 7.58E+08 

  3245.6488 -1.2 0.00  42.18 4.04E+09 6.20E+08 1.09E+10 2.20E+09 2.67E+09 5.55E+07 9.09E+09 7.58E+08 

  3188.6260 -2.2 0.00  42.73 4.25E+08 4.17E+08 1.09E+10 2.20E+09 1.40E+09 6.67E+08 9.09E+09 7.58E+08 

15 174-181 905.4584 -2.5 31.99 W177 22.78 2.50E+06 1.01E+06 5.55E+09 1.40E+09 2.28E+06 3.75E+05 1.07E+10 1.77E+08 

  905.4582 -2.8 31.99 W177 23.54 6.49E+05 4.58E+05 5.55E+09 1.40E+09 5.84E+06 1.76E+06 1.07E+10 1.77E+08 

  905.4587 -2.2 31.99 W177 28.03 1.73E+07 5.20E+06 5.55E+09 1.40E+09 3.81E+07 8.18E+06 1.07E+10 1.77E+08 

  889.4641 -1.9 15.99 W177 28.18 5.77E+07 2.32E+07 5.55E+09 1.40E+09 1.42E+08 1.52E+07 1.07E+10 1.77E+08 

  873.4680 -3.3 0.00  31.19 5.47E+09 1.37E+09 5.55E+09 1.40E+09 1.05E+10 2.00E+08 1.07E+10 1.77E+08 

16 174-190 1891.9486 3.1 31.99 W177 33.69 1.13E+07 5.84E+06 1.17E+10 2.80E+07 5.04E+07 2.38E+06 1.69E+10 1.41E+09 

  1891.9407 -1.1 31.99 W177 36.37 1.11E+08 6.01E+07 1.17E+10 2.80E+07 7.42E+06 1.26E+06 1.69E+10 1.41E+09 

  1891.9407 -1.1 31.99 W184 36.37 1.67E+08 9.01E+07 1.17E+10 2.80E+07 1.11E+07 1.88E+06 1.69E+10 1.41E+09 

  1875.9590 5.9 15.99 W177 36.38 8.38E+06 3.04E+06 1.17E+10 2.80E+07 2.80E+09 1.58E+08 1.69E+10 1.41E+09 

  1875.9590 5.9 15.99 E182 36.38 1.40E+07 5.06E+06 1.17E+10 2.80E+07 4.67E+09 2.63E+08 1.69E+10 1.41E+09 

  1875.9548 3.7 15.99 L180 36.40 1.65E+07 1.29E+06 1.17E+10 2.80E+07 4.65E+07 3.94E+06 1.69E+10 1.41E+09 

  1875.9548 3.7 15.99 E182 36.40 1.65E+07 1.29E+06 1.17E+10 2.80E+07 4.65E+07 3.94E+06 1.69E+10 1.41E+09 



  1875.9548 3.7 15.99 K181 36.40 2.74E+07 2.16E+06 1.17E+10 2.80E+07 7.76E+07 6.56E+06 1.69E+10 1.41E+09 

  1875.9548 3.7 15.99 K190 36.40 2.74E+07 2.16E+06 1.17E+10 2.80E+07 7.76E+07 6.56E+06 1.69E+10 1.41E+09 

  1875.9548 3.7 15.99 W184 36.40 4.94E+07 3.88E+06 1.17E+10 2.80E+07 1.40E+08 1.18E+07 1.69E+10 1.41E+09 

  1875.9548 3.7 15.99 W177 36.40 5.49E+07 4.32E+06 1.17E+10 2.80E+07 1.55E+08 1.31E+07 1.69E+10 1.41E+09 

  1859.9480 -2.7 0.00  38.56 8.42E+09 1.04E+08 1.17E+10 2.80E+07 7.23E+09 1.09E+09 1.69E+10 1.41E+09 

  1859.9500 -1.6 0.00  38.56 2.76E+09 9.12E+07 1.17E+10 2.80E+07 1.56E+09 4.43E+05 1.69E+10 1.41E+09 

17 182-190 1036.4803 -2.1 31.99 W184 20.15 1.40E+06 8.56E+05 3.71E+09 1.15E+09 1.44E+06 8.25E+05 9.93E+09 1.21E+08 

  1036.4799 -2.5 31.99 W184 21.04 7.02E+05 1.84E+05 3.71E+09 1.15E+09 3.41E+06 1.76E+06 9.93E+09 1.21E+08 

  1020.4847 -2.8 15.99 W184 23.53 3.86E+06 2.09E+06 3.71E+09 1.15E+09 1.09E+07 9.52E+05 9.93E+09 1.21E+08 

  1020.4834 -4.1 15.99 W184 24.87 6.55E+07 2.49E+07 3.71E+09 1.15E+09 1.99E+08 3.46E+07 9.93E+09 1.21E+08 

  1036.4794 -3.0 31.99 W184 25.96 4.93E+07 8.30E+06 3.71E+09 1.15E+09 1.06E+08 1.62E+07 9.93E+09 1.21E+08 

  1020.4860 -1.6 15.99 W184 26.13 1.37E+07 6.38E+06 3.71E+09 1.15E+09 5.12E+07 3.22E+06 9.93E+09 1.21E+08 

  1004.4877 -5.0 0.00  27.89 3.55E+09 1.09E+09 3.71E+09 1.15E+09 9.51E+09 6.97E+07 9.93E+09 1.21E+08 

  986.4796 -2.5 0.00  32.05 2.04E+07 1.23E+07 3.71E+09 1.15E+09 4.64E+07 3.98E+06 9.93E+09 1.21E+08 

18 191-210 2247.2359 -2.2 15.99 I203 42.65 3.12E+07 7.72E+05 6.09E+10 1.54E+09 1.21E+07 1.74E+05 4.77E+10 2.26E+09 

  2247.2359 -2.2 15.99 P207 42.65 6.24E+07 1.54E+06 6.09E+10 1.54E+09 2.41E+07 3.48E+05 4.77E+10 2.26E+09 

  2247.2359 -2.2 15.99 P202 42.65 6.24E+07 1.54E+06 6.09E+10 1.54E+09 2.41E+07 3.48E+05 4.77E+10 2.26E+09 

  2247.2359 -2.2 15.99 V204 42.65 1.25E+08 3.09E+06 6.09E+10 1.54E+09 4.83E+07 6.96E+05 4.77E+10 2.26E+09 

  2247.2359 -2.2 15.99 R206 42.65 1.56E+08 3.86E+06 6.09E+10 1.54E+09 6.03E+07 8.70E+05 4.77E+10 2.26E+09 

  2247.2359 -2.2 15.99 C209 42.65 2.96E+08 7.33E+06 6.09E+10 1.54E+09 1.15E+08 1.65E+06 4.77E+10 2.26E+09 

  2231.2432 -1.3 0.00  42.86 5.72E+10 8.58E+08 6.09E+10 1.54E+09 4.45E+10 7.42E+08 4.77E+10 2.26E+09 

  2253.2170 -4.9 0.00  42.91 4.50E+08 6.62E+06 6.09E+10 1.54E+09 2.38E+08 7.10E+06 4.77E+10 2.26E+09 

  2174.2223 -1.0 0.00  43.81 2.34E+09 2.34E+09 6.09E+10 1.54E+09 2.56E+09 1.53E+09 4.77E+10 2.26E+09 

  2206.2119 -1.1 31.99 P202 44.56 7.71E+06 4.20E+06 6.09E+10 1.54E+09 6.47E+06 1.56E+05 4.77E+10 2.26E+09 

  2206.2119 -1.1 31.99 E205, R206 44.56 7.71E+06 4.20E+06 6.09E+10 1.54E+09 6.47E+06 1.56E+05 4.77E+10 2.26E+09 

  2206.2119 -1.1 31.99 P207 44.56 1.16E+07 6.30E+06 6.09E+10 1.54E+09 9.71E+06 2.34E+05 4.77E+10 2.26E+09 

  2206.2119 -1.1 31.99 P202, P207 44.56 1.93E+07 1.05E+07 6.09E+10 1.54E+09 1.62E+07 3.89E+05 4.77E+10 2.26E+09 

  2206.2119 -1.1 31.99 P207, K210 44.56 2.31E+07 1.26E+07 6.09E+10 1.54E+09 1.94E+07 4.67E+05 4.77E+10 2.26E+09 

  2206.2119 -1.1 31.99 R206, P207 44.56 2.70E+07 1.47E+07 6.09E+10 1.54E+09 2.27E+07 5.45E+05 4.77E+10 2.26E+09 

  2206.2119 3.3 31.99 C209 44.56 3.86E+07 2.10E+07 6.09E+10 1.54E+09 3.24E+07 7.79E+05 4.77E+10 2.26E+09 

  2222.2070 -1.0 47.98 C209 44.75 3.55E+07 5.31E+06 6.09E+10 1.54E+09 2.21E+07 1.92E+06 4.77E+10 2.26E+09 



19 217-232 1860.7976 -2.5 15.99 M221 28.38 8.60E+07 1.60E+07 3.15E+09 1.40E+09 7.07E+05 5.09E+05 6.99E+09 5.36E+08 

  1860.7993 -1.6 15.99 M221 28.76 2.79E+06 4.38E+05 3.15E+09 1.40E+09 5.74E+06 4.48E+04 6.99E+09 5.36E+08 

  1860.7972 -2.7 15.99 M221 28.86 6.92E+07 4.33E+07 3.15E+09 1.40E+09 2.30E+08 9.57E+06 6.99E+09 5.36E+08 

  1803.7760 -2.7 15.99 K232 30.10 1.37E+06 9.78E+05 3.15E+09 1.40E+09 2.68E+06 5.23E+05 6.99E+09 5.36E+08 

  1803.7760 -2.7 15.99 F222 30.10 1.37E+06 9.78E+05 3.15E+09 1.40E+09 2.68E+06 5.23E+05 6.99E+09 5.36E+08 

  1803.7760 -2.7 15.99 N220 30.10 4.58E+06 3.26E+06 3.15E+09 1.40E+09 8.93E+06 1.74E+06 6.99E+09 5.36E+08 

  1803.7760 -2.7 15.99 M221 30.10 7.32E+06 5.21E+06 3.15E+09 1.40E+09 1.43E+07 2.79E+06 6.99E+09 5.36E+08 

  1844.8009 -3.5 0.00  32.56 2.40E+09 9.13E+08 3.15E+09 1.40E+09 5.23E+09 2.73E+08 6.99E+09 5.36E+08 

  1844.8032 -2.2 0.00  32.56 1.86E+08 7.63E+07 3.15E+09 1.40E+09 5.68E+08 3.74E+07 6.99E+09 5.36E+08 

  1787.7806 -2.9 0.00  33.72 3.49E+08 3.38E+08 3.15E+09 1.40E+09 8.66E+08 1.99E+08 6.99E+09 5.36E+08 

  1787.7839 -1.1 0.00  33.75 3.62E+07 3.60E+07 3.15E+09 1.40E+09 5.78E+07 1.19E+07 6.99E+09 5.36E+08 

20 217-233 2032.8919 -3.1 31.99 N220, A224 26.57 7.92E+06 2.35E+06 2.07E+10 8.64E+09 1.10E+07 7.75E+05 3.56E+10 1.25E+09 

  2016.8992 -2.0 15.99 N220 27.17 2.42E+07 2.45E+06 2.07E+10 8.64E+09 2.56E+07 4.76E+06 3.56E+10 1.25E+09 

  2016.8992 -2.0 15.99 M221 27.17 8.35E+07 8.46E+06 2.07E+10 8.64E+09 8.85E+07 1.65E+07 3.56E+10 1.25E+09 

  2016.8944 -4.4 15.99 N220 27.27 1.40E+07 2.31E+06 2.07E+10 8.64E+09 1.58E+07 9.10E+05 3.56E+10 1.25E+09 

  2016.8944 -4.4 15.99 F222 27.27 2.10E+07 3.47E+06 2.07E+10 8.64E+09 2.36E+07 1.36E+06 3.56E+10 1.25E+09 

  2016.8944 -4.4 15.99 M221 27.27 7.19E+08 1.19E+08 2.07E+10 8.64E+09 8.12E+08 4.68E+07 3.56E+10 1.25E+09 

  2007.8618 -2.4 63.98 M221, C223 28.23 6.14E+07 5.63E+07 2.07E+10 8.64E+09 1.43E+08 2.66E+07 3.56E+10 1.25E+09 

  2016.8951 -4.1 15.99 M221 28.32 2.60E+07 4.43E+06 2.07E+10 8.64E+09 1.22E+07 9.66E+05 3.56E+10 1.25E+09 

  1959.8765 -2.8 15.99 M221 28.57 5.26E+06 4.90E+06 2.07E+10 8.64E+09 1.57E+07 2.25E+06 3.56E+10 1.25E+09 

  2016.8945 -4.4 15.99 A224 30.21 1.09E+07 4.16E+06 2.07E+10 8.64E+09 7.98E+06 3.21E+04 3.56E+10 1.25E+09 

  2016.8945 -4.4 15.99 F222 30.21 1.22E+07 4.63E+06 2.07E+10 8.64E+09 8.87E+06 3.57E+04 3.56E+10 1.25E+09 

  2016.8945 -4.4 15.99 M221 30.21 2.07E+07 7.86E+06 2.07E+10 8.64E+09 1.51E+07 6.06E+04 3.56E+10 1.25E+09 

  2000.8984 -5.0 0.00  30.54 1.34E+10 5.05E+09 2.07E+10 8.64E+09 2.03E+10 5.38E+08 3.56E+10 1.25E+09 

  2000.9038 -2.3 0.00  30.54 4.71E+09 1.91E+09 2.07E+10 8.64E+09 1.02E+10 3.37E+07 3.56E+10 1.25E+09 

  1956.9093 -4.8 -43.99 D229 31.30 1.31E+07 3.23E+06 2.07E+10 8.64E+09 1.74E+07 2.26E+06 3.56E+10 1.25E+09 

  1943.8778 -4.7 0.00  31.81 1.07E+09 1.03E+09 2.07E+10 8.64E+09 2.67E+09 4.02E+08 3.56E+10 1.25E+09 

  1943.8822 -2.4 0.00  31.81 4.42E+08 4.31E+08 2.07E+10 8.64E+09 1.26E+09 2.49E+08 3.56E+10 1.25E+09 

  1975.8718 6.5 31.97 C223 32.17 3.15E+07 7.51E+06 2.07E+10 8.64E+09 1.65E+07 2.43E+05 3.56E+10 1.25E+09 

21 234-248 1557.6051 -1.6 31.98 A236, K248 26.65 7.36E+06 2.36E+06 8.55E+09 3.75E+09 1.04E+07 8.64E+05 1.66E+10 9.10E+08 

  1541.6108 -1.2 15.99 K248 27.25 7.49E+07 2.16E+07 8.55E+09 3.75E+09 9.78E+07 9.54E+06 1.66E+10 9.10E+08 



  1541.6108 -1.2 15.99 M247 27.25 2.60E+08 7.51E+07 8.55E+09 3.75E+09 3.40E+08 3.32E+07 1.66E+10 9.10E+08 

  1484.5889 -1.5 15.99 K248 28.43 8.36E+05 8.04E+05 8.55E+09 3.75E+09 2.74E+06 7.29E+05 1.66E+10 9.10E+08 

  1484.5889 -1.5 15.99 M247 28.43 1.55E+07 1.49E+07 8.55E+09 3.75E+09 5.08E+07 1.35E+07 1.66E+10 9.10E+08 

  1541.6085 -2.7 15.99 M247 31.41 2.82E+07 1.04E+07 8.55E+09 3.75E+09 2.81E+07 1.51E+06 1.66E+10 9.10E+08 

  1481.6256 -1.6 -43.99 D240 31.76 2.26E+07 4.39E+06 8.55E+09 3.75E+09 4.88E+07 4.09E+05 1.66E+10 9.10E+08 

  1481.6256 -1.6 -43.99 D235 31.76 3.77E+07 7.32E+06 8.55E+09 3.75E+09 8.13E+07 6.81E+05 1.66E+10 9.10E+08 

  1563.5586 -4.9 0.00  31.80 9.65E+07 4.04E+07 8.55E+09 3.75E+09 1.52E+08 2.33E+05 1.66E+10 9.10E+08 

  1525.6149 -1.9 0.00  31.80 7.46E+09 3.11E+09 8.55E+09 3.75E+09 1.40E+10 4.88E+08 1.66E+10 9.10E+08 

  1547.5923 -4.8 0.00  31.81 3.52E+07 1.72E+07 8.55E+09 3.75E+09 5.83E+07 2.76E+05 1.66E+10 9.10E+08 

  1481.6238 -2.8 -43.99 D240 32.47 1.29E+07 2.48E+06 8.55E+09 3.75E+09 2.27E+07 2.23E+06 1.66E+10 9.10E+08 

  1481.6238 -2.8 -43.99 D235 32.47 5.17E+07 9.92E+06 8.55E+09 3.75E+09 9.06E+07 8.94E+06 1.66E+10 9.10E+08 

  1468.5938 -1.7 0.00  32.76 4.42E+08 4.35E+08 8.55E+09 3.75E+09 1.59E+09 3.51E+08 1.66E+10 9.10E+08 

22 255-269 1858.7728 -2.1 15.99 M258 39.48 1.82E+08 8.18E+07 8.84E+08 3.44E+08 6.59E+08 2.66E+07 5.11E+09 3.55E+08 

  1842.7802 -0.9 0.00  43.37 6.49E+08 2.33E+08 8.84E+08 3.44E+08 4.09E+09 2.14E+08 5.11E+09 3.55E+08 

  1864.7600 -2.0 0.00  43.38 4.09E+07 1.94E+07 8.84E+08 3.44E+08 1.30E+08 4.35E+06 5.11E+09 3.55E+08 

  1798.7887 -1.8 -43.99 D268 44.09 2.88E+06 2.09E+05 8.84E+08 3.44E+08 4.70E+07 1.44E+06 5.11E+09 3.55E+08 

  1785.7598 -0.3 0.00  44.24 9.73E+06 9.44E+06 8.84E+08 3.44E+08 1.87E+08 1.09E+08 5.11E+09 3.55E+08 

23 255-272 2190.9070 -1.3 47.99 

I260, V261, 

W263, 
32.86 

4.36E+06 8.93E+05 1.14E+10 3.18E+09 2.76E+06 7.92E+05 1.03E+10 2.27E+07 

  2190.9048 -2.3 47.99 

Q257, E265, 

K272 
35.17 

2.55E+07 7.25E+06 1.14E+10 3.18E+09 1.37E+07 8.59E+06 1.03E+10 2.27E+07 

  2190.9048 -2.3 47.99 

I260, V261, 

W263, 
35.17 

2.55E+07 7.25E+06 1.14E+10 3.18E+09 1.37E+07 8.59E+06 1.03E+10 2.27E+07 

  2190.9062 -1.7 47.99 

W255, Y256, 

W263, 
35.97 

2.32E+06 4.83E+05 1.14E+10 3.18E+09 1.65E+06 6.65E+05 1.03E+10 2.27E+07 

  2190.9062 -1.7 47.99 

W255, Y256, 

I260, 
35.97 

1.16E+07 2.42E+06 1.14E+10 3.18E+09 8.27E+06 3.33E+06 1.03E+10 2.27E+07 

  2174.9121 -1.3 31.99 Y256, I260 36.01 4.89E+06 2.31E+06 1.14E+10 3.18E+09 3.53E+06 2.98E+05 1.03E+10 2.27E+07 

  2174.9121 -1.3 31.99 W255, I260 36.01 1.47E+07 6.93E+06 1.14E+10 3.18E+09 1.06E+07 8.93E+05 1.03E+10 2.27E+07 

  2158.9170 -1.4 15.99 V261 37.07 2.40E+07 1.31E+07 1.14E+10 3.18E+09 1.76E+07 2.10E+06 1.03E+10 2.27E+07 

  2158.9170 -1.4 15.99 Q257 37.07 2.40E+07 1.31E+07 1.14E+10 3.18E+09 1.76E+07 2.10E+06 1.03E+10 2.27E+07 

  2158.9170 -1.4 15.99 W263 37.07 3.60E+07 1.97E+07 1.14E+10 3.18E+09 2.63E+07 3.14E+06 1.03E+10 2.27E+07 

  2158.9170 -1.4 15.99 I260 37.07 6.00E+07 3.28E+07 1.14E+10 3.18E+09 4.39E+07 5.24E+06 1.03E+10 2.27E+07 



 

 

 

 

  2158.9170 -1.4 15.99 M258 37.07 7.68E+08 4.20E+08 1.14E+10 3.18E+09 5.62E+08 6.71E+07 1.03E+10 2.27E+07 

  2101.8936 -2.4 15.99 M258 37.85 7.46E+07 7.44E+07 1.14E+10 3.18E+09 3.60E+07 2.20E+07 1.03E+10 2.27E+07 

  2158.9155 -2.1 15.99 V261 39.08 1.21E+07 6.02E+06 1.14E+10 3.18E+09 7.98E+06 3.94E+05 1.03E+10 2.27E+07 

  2158.9155 -2.1 15.99 I260 39.08 2.83E+07 1.41E+07 1.14E+10 3.18E+09 1.86E+07 9.18E+05 1.03E+10 2.27E+07 

  2158.9155 -2.1 15.99 M258 39.08 6.48E+07 3.21E+07 1.14E+10 3.18E+09 4.26E+07 2.10E+06 1.03E+10 2.27E+07 

  2158.9158 -2.0 15.99 W263 39.79 8.41E+06 1.74E+06 1.14E+10 3.18E+09 4.41E+06 3.73E+04 1.03E+10 2.27E+07 

  2158.9158 -2.0 15.99 R269 39.79 8.41E+06 1.74E+06 1.14E+10 3.18E+09 4.41E+06 3.73E+04 1.03E+10 2.27E+07 

  2158.9158 -2.0 15.99 C267 39.79 2.52E+07 5.21E+06 1.14E+10 3.18E+09 1.32E+07 1.12E+05 1.03E+10 2.27E+07 

  2158.9158 -2.0 15.99 M258 39.79 4.63E+07 9.54E+06 1.14E+10 3.18E+09 2.43E+07 2.05E+05 1.03E+10 2.27E+07 

  2158.9158 -2.0 15.99 C267 40.33 1.06E+07 3.55E+06 1.14E+10 3.18E+09 8.01E+06 1.50E+06 1.03E+10 2.27E+07 

  2158.9158 -2.0 15.99 Y256 40.33 2.12E+07 7.10E+06 1.14E+10 3.18E+09 1.60E+07 3.01E+06 1.03E+10 2.27E+07 

  2158.9158 -2.0 15.99 W255 40.33 3.18E+07 1.07E+07 1.14E+10 3.18E+09 2.40E+07 4.51E+06 1.03E+10 2.27E+07 

  2158.9153 -2.2 15.99 R269 40.93 2.91E+07 5.07E+06 1.14E+10 3.18E+09 6.54E+06 2.17E+05 1.03E+10 2.27E+07 

  2158.9153 -2.2 15.99 I260 40.93 4.36E+07 7.60E+06 1.14E+10 3.18E+09 9.81E+06 3.25E+05 1.03E+10 2.27E+07 

  2158.9153 -2.2 15.99 M258 40.93 7.26E+07 1.27E+07 1.14E+10 3.18E+09 1.64E+07 5.42E+05 1.03E+10 2.27E+07 

  2142.9172 -3.7 0.00  41.15 7.41E+09 1.70E+09 1.14E+10 3.18E+09 7.48E+09 2.92E+08 1.03E+10 2.27E+07 

  2142.9207 -2.1 0.00  41.15 2.16E+09 4.85E+08 1.14E+10 3.18E+09 1.43E+09 9.98E+07 1.03E+10 2.27E+07 

  2098.9284 -3.3 -43.99 D268 41.52 2.48E+07 6.86E+05 1.14E+10 3.18E+09 2.41E+07 5.35E+05 1.03E+10 2.27E+07 

  2085.8979 -2.8 0.00  41.71 3.65E+08 3.61E+08 1.14E+10 3.18E+09 4.36E+08 2.40E+08 1.03E+10 2.27E+07 

24 289-295 822.3748 -1.4 15.99  28.77 1.68E+06 1.20E+06 6.26E+09 1.15E+09 4.16E+05 3.37E+04 1.07E+10 6.91E+08 

  822.3743 -2.0 15.99  29.36 2.34E+06 1.65E+06 6.26E+09 1.15E+09 3.64E+06 4.05E+05 1.07E+10 6.91E+08 

  778.3845 -2.1 -27.99  30.22 6.03E+06 1.37E+05 6.26E+09 1.15E+09 1.08E+07 4.25E+05 1.07E+10 6.91E+08 

  806.3795 -1.9 0.00  30.95 6.17E+09 1.15E+09 6.26E+09 1.15E+09 1.05E+10 6.72E+08 1.07E+10 6.91E+08 

  762.3898 -1.9 -43.99  31.94 7.02E+07 2.70E+06 6.26E+09 1.15E+09 1.94E+08 1.41E+07 1.07E+10 6.91E+08 

    762.3893 -2.5 -43.99   36.97 1.20E+07 8.73E+05 6.26E+09 1.15E+09 2.04E+07 3.80E+06 1.07E+10 6.91E+08 



Equation 1:   

 

 

where Iox1
 is the signal intensity of each modified residue and I is the signal intensity of the unmodified peptide. In the table above the 

root peptide column represents the summation of the intensities for each modification and the unmodified peaks in a particular 

peptide. 

 

 

 

 

 

 

 

 

 

 

 



 

 

 

Supplementary Figure 1. Extent of modification of peptides from apo-thrombin (dark bars) and antibody-bound thrombin (light bars) 

showing no detectable difference in modification between the two states. 

 

 

 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Supplementary Figure 2. Selected ion chromatograms of peptide 1-17. The chromatography was able to separate different 

modifications of the peptide (A) the unmodified peptide (609.6279 m/z) (B) the unmodified peptide with an alkylation on residue 

Cys9 (628.6355 m/z) (C) a single +16 modification on residue Phe2 with an alkylation on residue Cys9 (633.9671 m/z) (D) a 

trioxidation of Cys9 (937.9317 m/z) 

 


